376 


JOURNAL OF MOLECULAR STRUCTURE, VOLUME 159 (1987) 





AUTHOR INDEX 


Allavena, M. 365 
Alonso, J. L. 19 
Ando, I. 345 
Anson, C.E. 11 
Ault, B.S. 297 
Avei,G. F. 255 


Bakken, P. 311, 325 
Barker, D. J. 249, 265 
Barrie Peel, J. 195 
Basak, A. K. 303 
Bokobza, L. 47 
Bonniol, A. 217 
Bouteiller, Y. 365 


Cabellero, J.C. 31 
Cappelle, Ph. 355 
Carey, P.R. 137 
Cheam, T.C. 183 
Clark, G.R. 265 

Cong, Q.-Z. 279 
Cooney, R. P. 249, 265 
Cowie, A.G. 11 
Cywihski, R. 207 


Dahlqvist, M. 65 
Dakkouri, M. 123 
Dimitrov, V.S. 107 
Durig, J.R. 85 
Dybal, J. 183 


Edwards, H.G.M. 371 
Emsley, J. 173 
Ephardt, H. 123 

Etter, M.C. 287 


Fausto, R. 137 
Fawcett, V. 371 
Fitjer, L. 325 
Folcher,G. 113 
Freeman, N.J. 173 
Fiilop, V. 303 


Gabriele, J.M. 255 
Ghanem, A. 47 
Ghosh, M. 303 
Guerch, G. 113 


Hanuza, J. 207 
Harmon, K.M. 255 
Hashimoto, T. 243 
Hasunuma, K. 243 
Herrera, F. 355 
Hizer, T.J. 85 
Huyskens, P. L. 355 


Jacks, M. J. 255 

Jezowska-Trzebiatowska, 
B. 207 

Johnson, B. F.G. 11 


Kalman, A. 303 
Kolodzeijski, W. 335 
Komoto, T. 345 
Krimm, S. 183 
Kunttu, H. 65 
Kuroda, R. 173 


Labarre, J.-F. 113 
Ladd, J. A. 107 
Lere-Porte, J.-P. 217 
Lewis, J. 11 

Li, Y.-S. 37 

Lin, S.-K. 279 
Lipkowski, A.W. 287 
Lépez, J.C. 19 


Macdonald, J.N. 229 
Maghrawy, H. 207 
Malarski, Z. 1 
Marchon, B. 47 
Maury, C. 217 
Mazumadar, S. K. 303 
Mugenski, W. 207 
Murto, J. 65 


Nelson, W. J. H. 11 
Nicholls, J.N. 11 
Nizam, M. 365 
Noel, C. 47 


Odom, J.D. 85 
Onda, M. 243 
Overill, R. E. 173 
Owen, N. L. 229 


Parker, R. J. 173 
Pelaéz, F. J. 19 
Perly, B. 113 
Petrissans, J. 217 
Portoghese, P.S. 287 
Powell, D. B. 11 


Rasanen, M. 65 
Rickard, C. E. F. 265 
Rosolini, M. 229 


Schafer, L. 123 
Scheuermann, H. J. 325 
Seip, R. 325 

Shen, Z. 77 

Siam, K. 123 

Siegel, G.G. 355 
Sorriso, S. 1 

Sournies, F. 113 
Stavenbrekk, P. J. 153 
Stdlevik, R. 153, 311 
Strek, W. 207 
Summers, L. A. 249, 265 
Szostak, R. 1 


Teixeira-Dias, J. J.C. 137 
Thrush, B. A. 77 
Traetteberg, M. 325 
Tsukahara, M. 345 


Uematsu, I. 345 
Urbanezyk-Lipkowska, Z. 
287 


Van Alsenoy, C. 123 

Van der Maas, J. H. 31 

Viduad, L. 113 

Von Nagy-Felsobuki, E. I. 
195 


Watanabe, J. 345 
Welch, D. A. 11 


Yamaguchi, I. 243 
Yamanobe, T. 345 


Zhang, B. 77 
Zhu, Q. 77 





376 


JOURNAL OF MOLECULAR STRUCTURE, VOLUME 159 (1987) 





AUTHOR INDEX 


Allavena, M. 365 
Alonso, J. L. 19 
Ando, I. 345 
Anson, C.E. 11 
Ault, B.S. 297 
Avei,G. F. 255 


Bakken, P. 311, 325 
Barker, D. J. 249, 265 
Barrie Peel, J. 195 
Basak, A. K. 303 
Bokobza, L. 47 
Bonniol, A. 217 
Bouteiller, Y. 365 


Cabellero, J.C. 31 
Cappelle, Ph. 355 
Carey, P.R. 137 
Cheam, T.C. 183 
Clark, G.R. 265 

Cong, Q.-Z. 279 
Cooney, R. P. 249, 265 
Cowie, A.G. 11 
Cywihski, R. 207 


Dahlqvist, M. 65 
Dakkouri, M. 123 
Dimitrov, V.S. 107 
Durig, J.R. 85 
Dybal, J. 183 


Edwards, H.G.M. 371 
Emsley, J. 173 
Ephardt, H. 123 

Etter, M.C. 287 


Fausto, R. 137 
Fawcett, V. 371 
Fitjer, L. 325 
Folcher,G. 113 
Freeman, N.J. 173 
Fiilop, V. 303 


Gabriele, J.M. 255 
Ghanem, A. 47 
Ghosh, M. 303 
Guerch, G. 113 


Hanuza, J. 207 
Harmon, K.M. 255 
Hashimoto, T. 243 
Hasunuma, K. 243 
Herrera, F. 355 
Hizer, T.J. 85 
Huyskens, P. L. 355 


Jacks, M. J. 255 

Jezowska-Trzebiatowska, 
B. 207 

Johnson, B. F.G. 11 


Kalman, A. 303 
Kolodzeijski, W. 335 
Komoto, T. 345 
Krimm, S. 183 
Kunttu, H. 65 
Kuroda, R. 173 


Labarre, J.-F. 113 
Ladd, J. A. 107 
Lere-Porte, J.-P. 217 
Lewis, J. 11 

Li, Y.-S. 37 

Lin, S.-K. 279 
Lipkowski, A.W. 287 
Lépez, J.C. 19 


Macdonald, J.N. 229 
Maghrawy, H. 207 
Malarski, Z. 1 
Marchon, B. 47 
Maury, C. 217 
Mazumadar, S. K. 303 
Mugenski, W. 207 
Murto, J. 65 


Nelson, W. J. H. 11 
Nicholls, J.N. 11 
Nizam, M. 365 
Noel, C. 47 


Odom, J.D. 85 
Onda, M. 243 
Overill, R. E. 173 
Owen, N. L. 229 


Parker, R. J. 173 
Pelaéz, F. J. 19 
Perly, B. 113 
Petrissans, J. 217 
Portoghese, P.S. 287 
Powell, D. B. 11 


Rasanen, M. 65 
Rickard, C. E. F. 265 
Rosolini, M. 229 


Schafer, L. 123 
Scheuermann, H. J. 325 
Seip, R. 325 

Shen, Z. 77 

Siam, K. 123 

Siegel, G.G. 355 
Sorriso, S. 1 

Sournies, F. 113 
Stavenbrekk, P. J. 153 
Stdlevik, R. 153, 311 
Strek, W. 207 
Summers, L. A. 249, 265 
Szostak, R. 1 


Teixeira-Dias, J. J.C. 137 
Thrush, B. A. 77 
Traetteberg, M. 325 
Tsukahara, M. 345 


Uematsu, I. 345 
Urbanezyk-Lipkowska, Z. 
287 


Van Alsenoy, C. 123 

Van der Maas, J. H. 31 

Viduad, L. 113 

Von Nagy-Felsobuki, E. I. 
195 


Watanabe, J. 345 
Welch, D. A. 11 


Yamaguchi, I. 243 
Yamanobe, T. 345 


Zhang, B. 77 
Zhu, Q. 77 





JOURNAL OF MOLECULAR STRUCTURE, VOLUME 159 (1987) 





SUBJECT INDEX 


Alcohols, 
gas-solvent shifts for the voy frequency 
in saturated alcohols 31 

Alkanethiols, 
a molecular mechanics force field for 
conformational analysis of alkanethiols 
and thioethers 137 

Amines, 
dipolar study of primary aliphatic amines 
and diamines 355 

2(4-Amino-benzosulfonimido)-5-methyl- 
3H-1,3,4-thiadiazole, 
on the molecular forces (S:--O close 
contact, —S=C,H,=NH, through-conju- 
gation, N lone pair effect and NH---N 
hydrogen bonds) observed in the crystal 
structure of 2(4-amino-benzosulfon- 
imido)-5-methy1-3H-1,3,4-thiadiazole 
303 


Bimorphinan, 
the crystal structure of a bimorphinan 
with highly selective kappa opioid recep- 
tor antagonist activity 287 

2,2'-Bipyridine, 
conformations of 2,2’-bipyridine in 
acidic media 249 

Boroxin, 
matrix isolation study of the oxidation 
of diborane: synthesis of boroxin 
H,B,O, and its '*O labeled counterparts 
297 

Butenes, 
potentials for the non-bonded atom:::- 
atom interactions Cl+++C(sp*?) and 
C(sp*)+++ C(sp”) as derived from gas-phase 
data on chloropropenes and butenes 
using molecular mechanics calculations 
153 


{(C,H,),N},Eu(NCS), crystal, 
spectroscopic properties of the Eu* ion 
in the {(C,H,),N},Eu(NCS), crystal 
207 

Cl- + +C(sp?) 
potentials for the non-bonded atom: -: 
atom interactions Cl+++C(sp?) and 


C(sp*)-+-C(sp”) as derived from gas-phase 
data on chloropropenes and butenes 
using molecular mechanics calculations 
153 
C(sp*)- + +O(carbony]l), 
torsional potentials and conformational 
structures for 3-chloropropanal ClH,C— 
CH,—CHO and 3-chloropropanoy]! chlo- 
ride ClIH,C—CH,—CCI1O and parameter 
values for the nonbonding interaction 
C(sp*)++*O(carbonyl) as in molecular 
mechanics calculations 311 
C=O stretch, 
C=O stretch mode splitting in the formic 
acid dimer: electrostatic models of the 
intermonomer interaction 183 
Catechol, 
microwave spectrum of catechol (1,2- 
dihydroxybenzene) 243 
Chloromethylformate, 
vibrational spectra of conformers and 
UV induced rotamerization of chloro- 
methylformate: matrix isolation infra- 
red studies and ab initio calculations 65 
3-Chloropropanoy] chloride, 
torsional potentials and conformational 
structures for 3-chloropropanal CIH,C— 
CH,—CHO and 3-chloropropanoy! chlo- 
ride CIH,C—CH,—CCIO and parameter 
values for the nonbonding interaction 
C(sp?)-+-O(carbonyl) as in molecular 
mechanics calculations 311 
Chloropropenes, 
potentials for the non-bonded atom:-- 
atom interactions Cl---C(sp?) and 
C(sp*):++C(sp”) as derived from gas-phase 
data on chloropropenes and butenes 
using molecular mechanics calculations 
153 
Clusters [M,C(CO),,] (M = Ru, Os), 
the metal—carbide stretching frequencies 
in the clusters [M,C(CO),,] (M = Ru, 
Os) and their derivatives as an aid to 
cluster structure determination 11 
Cyclophosphazenes, 
220 MHz *!P NMR performances. Part I. 
ABC in cyclophosphazenes of potential 
biological interest 113 





378 


Cyclopropane, 
high resolution spectroscopic study of 
cyclopropane v, + v,, combination band: 
the effects of I-type resonances and other 
perturbations 77 


Diamines, 
dipolar study of primary aliphatic amines 
and diamines 355 

Diborane, 
matrix isolation study of the oxidation 
of diborane: synthesis of boroxin 
H,B,O, and its '*O labeled counterparts 
297 

1,1-Dicyanocyclobutane, 
a combined ab initio and gas electron 
diffraction study of the molecular struc- 
ture of 1,1-dicyanocyclobutane 123 

a,a-Dicyclohexyl-cyclohexanemethanol, 
coupling of lattice vibrations with 
v(O—H:---O) mode of a,a-dicyclohexyl- 
cyclohexanemethanol open dimers in the 
solid state 1 

5,6-Dihydro-2H-pyran-2-one, 
microwave spectrum, dipole moment and 
conformation of 5,6-dihydro-2H-pyran- 
2-one 37 

N,N-Dimethylformamide, 
dynamic NMR: comparison of the 
experimental barriers to internal rotation 
in N,N-dimethylformamide with those 
calculated by the ab initio SCF MO 
method 107 

Di-2-pyridyl ketone, 
bridged diquaternary salts of di-2- 
pyridyl ketone and their radical cations: 
crystal structure, Raman and resonance 
Raman studies 265 


Ethyldimethylphosphine—borane, 
spectra and structure of phosphorus— 
boron compounds. Part XXV. Infrared 


and Raman spectra, conformational 

stability and normal coordinate analysis 

of ethyldimethylphosphine—borane 85 
Eu* ion, 

spectroscopic properties of the Eu* ion 

in the {(C,H,),N},Eu(NCS), crystal 

207 


Fluorotoluenes, 
the photoelectron spectra of the fluoro- 
toluenes 195 

Formic acid dimer, 
C=O stretch mode splitting in the formic 


acid dimer: electrostatic models of the 
intermonomer interaction 183 


Halogenopropanones, 
structural analysis of halogenopropa- 
nones 217 

a-Helical poly(L-Glutamates), 
conformation and molecular packing of 
n-alkyl side chains protruding from 
a-helical poly(L-Glutamates) as studied 
by '*CCP/MASNMR spectroscopy 345 

4,4,8,8,12,12-Hexamethyltrispiro- 
[2,1,2,1,2,1 ]dodecane, 
the molecular structure and conforma- 
tion of per-aikylated cyclohexanes. 
Part I. 4,4,8,8,12,12-hexamethyltrispiro 
[2,1,2,1,2,1]dodecane 325 


Hydrogen bonding, 
hydrogen bonding. Part 22. Re-evalua- 
tion of stoichiometry and structure in 
the lower hydrates of tetramethyl- 
ammonium hydroxide 255 


Lead compounds, 
determination of structural and vibra- 
tional properties of some lead com- 
pounds by pseudo-potential methods 
365 


Metal—carbide, 
the metal—carbide stretching frequencies 
in the clusters [M,C(CO),,] (M = Ru, 
Os) and their derivatives as an aid to 
cluster structure determination 11 
2-Methyl-3-carboethoxyquinoxaline 1,4- 
dioxide, 
synthesis, crystal and molecular struc- 
tures of 2-methyl-3-carboethoxyquin- 
oxaline 1,4-dioxide 279 
3-Methylcyclo-pent-2-enone, 
the barrier to internal rotation in 3- 
methylcyclo-pent-2-enone by microwave 
spectroscopy 19 


NH---N, 
on the molecular forces (S---O close 
contact, —S=C,H,=NH, through-conju- 
gation, N lone pair effect and NH---N 
hydrogen bonds) observed in the crystal 
structure of 2(4-amino-benzosulfon- 
imido)-5-methy1-3H-1,3,4-thiadiazole 
303 

Nitroxide radical, 
paramagnetic probe for molecular inter- 





actions. Part III. EPR and 7*°Na NMR 
studies of ionic association and of sodium 
cation solvation by a nitroxide radical 
335 
N lone pair, 

on the molecular forces (S---O close 
contact, —S=C,H,=NH, through-conju- 
gation, N lone pair effect and NH---N 
hydrogen bonds) observed in the crystal 
structure of 2(4-amino-benzosulfon- 
imido )-5-methy]-3H-1,3,4-thiadiazole 
303 


Per-alkylated cyclohexanes, 
the molecular structure and conforma- 
tion of per-alkylated cyclohexanes. 
Part I. 4,4,8,8,12,12-hexamethyltrispiro 
[2,1,2,1,2,1]dodecane 325 
Phosphorus—boron compounds, 
spectra and structure of phosphorus— 
boron compounds. Part XXV. Infrared 
and Raman spectra, conformational 
stability and normal coordinate analysis 
of ethyldimethylphosphine—borane 85 
E-Propene-1-thiol, 
E-propene-1-thiol: vibration and rotation 
spectra and molecular conformation 
229 
4-N-Pyrrolidy]-3-penten-2-one, 
B-Diketone interactions. Part 3. 4-N- 
Pyrrolidyl-3-penten-2-one X-ray struc- 
ture and theoretical calculations 173 


—S=C,H,=NH,, 
on the molecular forces (S-*-O close 
contact, —S=C,H,=NH, through-conju- 
gation, N lone pair of effect and NH---N 


379 


hydrogen bonds) observed in the crystal 
structure of 2(4-amino-benzosulfon- 
imido)-5-methyl-3H-1,3,4-thiadiazole 
303 

S---O, 
on the molecular forces (S---O close 
contact, —S=C,H,=NH, through-conju- 
gation, N lone pair effect and NH---N 
hydrogen bonds) observed in the crystal 
structure of 2(4-amino-benzosulfon- 
imido)-5-methyl-3H-1,3,4-thiadiazole 
303 

Selenium( VI) oxide, 
force constants of sulphur(VI) oxide 
and selenium( VI) oxide 371 

Sodium cation, 
paramagnetic probe for molecular inter- 
actions. Part III. EPR and 723Na NMR 
studies of ionic association and of sodium 
cation solvation by a nitroxide radical 
335 

Sulphur( V1) oxide, 
force constants of sulphur(VI) oxide 
and selenium(VI) oxide 371 


p-Terphenyl 
conformational analysis of p-terphenyl 
by vibrational spectroscopy 47 

Tetramethylammonium hydroxide, 
hydrogen bonding. Part 22. Re-evalua- 
tion of stoichiometry and structure in 
the lower hydrates of tetramethyl- 
ammonium hydroxide 255 

Thioethers, 
a molecular mechanics force field for 
conformational analysis of alkanethiols 
and thioethers 137 





